Supplementary Information to "Routine phasing of coiled-coil protein crystal structures with AMPLE" by Thomas et al.

Supplementary Methods
RIO algorithm
The algorithm for calculating the RIO score is as follows:
• the MR PDB is renumbered to bring the residue numbers between it and the crystal structure into correspondence.
• the MTZ file containing the crystallographic data is parsed to determine the F, SIGFP and FREE column labels.
• a density map for the crystal structure is generated from the crystal structure PDB file and the MTZ file using REFMAC [1] • the PHENIX [2] tool get_cc_mtz_pdb uses the density map and the MR result to determine the origin of the MR result with respect to the crystal structure.
• the MR result is moved onto the same origin as the crystal structure.
• the MR result and the crystal structure are concatenated into a single PDB file (with the chains renamed in order to distinguish the two).
• CCP4 NCONT is used to count all contacts between the Cα atoms within 1.5Å between the crystal and MR structures.
• the output of NCONT is parsed to determine the RIO score, as well as determining how many Cα atoms are positioned in-and out-of-register.
• optionally the CCP4 tool CSYMMATCH can be used to overlay the chains in the MR result onto the crystal structure providing a visual representation of how well the MR result has worked. 
